Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.033; wR factor = 0.086; data-to-parameter ratio = 13.0.
In the title compound, [Zn(C 11 H 8 N 3 O 2 S) 2 (H 2 O) 4 ], the Zn II ion lies on an inversion centre and is coordinated by four water molecules and two N atoms from two 2-[4-(4-pyridyl)pyrimidin-2-ylsulfanyl]acetate (L) ligands in a distorted octahedral geometry. In L, the pyridine and pyrimidine rings are twisted at an angle of 11.2 (1) . The coordinated water molecules and the acetate groups are involved in the formation of a three-dimensional hydrogen-bonded network, which consolidates the crystal packing.
Related literature
For a related structure, see: Zhu et al. (2009) .
Experimental
Crystal data [Zn(C 11 
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2001) T min = 0.780, T max = 0.830 16776 measured reflections 2465 independent reflections 1836 reflections with I > 2(I) R int = 0.051 Refinement R[F 2 > 2(F 2 )] = 0.033 wR(F 2 ) = 0.086 S = 1.02 2465 reflections 190 parameters 4 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.23 e Å À3 Á min = À0.45 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT-Plus (Bruker, 2007) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. In our previous work, we have reported the crystal structure of mononuclear Mn(II) complex with the ligand of 2-(4-(pyridine-3-yl)pyrimidin-2-ylthio)acetic acid (Zhu et al., 2009) . Herein, we present a Zn(II) complex with the ligand of 2-(4-(pyridine-4-yl)pyrimidin-2-ylthio)acetic acid.
Similar to the reported Mn(II) coordination compound (Zhu et al., 2009) , the Zn(II) center in the title compound also adopts an octahedral coordination geometry defined by four water O atoms in equatorial positions and two N atoms in apical positions (Fig. 1) . The Zn-O bond lengths vary from 2.070 (2) to 2.137 (2)Å, and the Zn-N bond length is 2.176 (2) Å.
Intermolecular O-H···O hydrogen bonds (Table 1) consolidate the crystal packing.
Experimental
The mixture of Zn(NO 3 ) 2 (0.1 mmol), L (0.2 mmol) and NaOH (0.2 mmol) in 10 ml of H 2 O was stirred for 30 min at room temperature. After filtration, the mother liquid was stood for three weeks to give yellow crystals suitable for X-ray diffraction analysis.
Refinement
C-bound H atoms were positioned geometrically (C-H = 0.93 Å) and allowed to ride on their parent atoms, with U iso (H) = 1.2 U eq (C). The positions of the water H atoms were found from a difference Fourier map and refined with restraint O-H = 0.82 (2) Å using a riding model, with U iso (H) = 1.2 U eq (O). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (3) C8-C9-H9A 120.0 N2-C1-N1 127.3 (2) C5-C9-H9A 120.0 N2-C1-S1 120.71 (17) N3-C8-C9 123.5 (2) N1-C1-S1 111.96 (18) N3-C8-H8A 118.2 C11-C10-S1 109.75 (17) C9-C8-H8A 118.2 C11-C10-H10A 109.7 N2-C2-C3 123.6 (2) S1-C10-H10A 109.7 N2-C2-H2B 118.2 C11-C10-H10B 109.7 C3-C2-H2B 118.2 S1-C10-H10B 109.7 C7-C6-C5 119.4 (2) H10A-C10-H10B 108.2 C7-C6-H6A 120.3 C9-C5-C6 116.8 (2) C5-C6-H6A 120.3 C9-C5-C4 121.0 (2) Symmetry codes: (i) −x, −y+1, −z+1.
Hydrogen-bond geometry (Å, °)
D-H···A D-H H···A D···A D-H···A O4-H4WB···O2 ii 0.81 (2) 1.96 (2) 2.759 (3) 170 (3) O4-H4WA···O1 iii 0.82 (2) 1.82 (2) 2.632 (3) 172 (2) O3-H3WB···O2 iv 0.84 (2) 1.89 (2) 2.728 (3) 176 (3) O3-H3WA···O2 v 0.82 (2) 2.24 (2) 3.060 (3) 172 (3) Symmetry codes: (ii) −x+1/2, −y+1, z+1/2; (iii) x+1/2, y, −z+1/2; (iv) −x, y−1/2, −z+1/2; (v) −x−1/2, −y+1, z+1/2. supplementary materials sup-6 Fig. 1 
